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Supplementary Fig. (1). The HOMO-1, HOMO, LUMO and LUMO+1 illustrations (from left to right) of halogenated sesquiterpenes. 
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Supplementary Fig. (2). ( ) Molecule 1-TcAChE complex showing the inter-molecular interactions with neighbor amino acids. (The 
shown distances are in angstrom). 
 
Supplementary Fig. (3). ( ) Molecule 2-TcAChE complex showing the inter-molecular interactions with neighbor amino acids. (The 
shown distances are in angstrom). 
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Supplementary Fig. (4). ( ) Molecule 3-TcAChE complex showing the inter-molecular interactions with neighbor amino acids. The 
purple dots show hydrogen bonds a) Gly119 b) Ser200 c)Gly117. (The shown distances are in angstrom). 
 
Supplementary Fig. (5). ( ) Molecule 5-TcAChE complex showing the inter-molecular interactions with neighbor amino acids. The 
purple dots show hydrogen bond a) Tyr70. (The shown distances are in angstrom). 
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Supplementary Fig. (6). ( ) Molecule 6-TcAChE complex showing the inter-molecular interactions with neighbor amino acids. The 
purple dots show hydrogen bonds a) Tyr121. (The shown distances are in angstrom). 
 
Supplementary Fig. (7). ( ) Molecule 7-TcAChE complex showing the inter-molecular interactions with neighbor amino acids. The 
purple dots show hydrogen bonds a) Tyr121. (The shown distances are in angstrom). 
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Supplementary Table 1. Nearest neighbors and the short intermolecular contact distances (Å) of all the seven molecules in the 
active site of TcAChE. 
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Ligand Atom···Amino Acid Residue Identifier Distance 
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